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Figure S1.  Variation of the dissociation energy (kJ mol-1) of the complexes between 
CuF and fluoroacetylene and ethylene derivatives as a function of the angle !, defined 







Table S1. Optimized geometry of the complexes calculated at the MP2/aug-cc-pVTZ 
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6                   0.000000    0.000000    0.000000 
6                   0.000000    0.000000    1.227796 
9                   0.427594    0.000000   -1.213189 
1                   0.270349    0.000000    2.260476 
29               -1.869477    0.000000    0.590739 
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6                   0.683197    0.000000   -0.059496 
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6                   0.651328    0.163955   -0.041140 
6                  -0.708118    0.187657    0.000878 
9                   1.377207   -0.068663    1.066954 
1                  1.251114    0.096801   -0.940353 
1                  -1.235791    0.000220    0.926379 
1                  -1.264229    0.126590   -0.925356 
29                  -0.065966    2.111909   -0.031011 
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6                   0.683511    0.013319    0.025617 
6                  -0.683511   -0.013319    0.025617 
9                   1.369394   -1.131776   -0.167740 
1                   1.270941    0.910156   -0.122892 
9                  -1.369394    1.131776   -0.167740 
1                 -1.270941   -0.910156   -0.122892 
29                   0.000000    0.000000    1.953673 












6           0        0.635181    0.159696    0.000000 
6           0       -0.726146    0.217198    0.000000 
9           0        1.367596   -0.030573    1.082164 
9           0        1.367596   -0.030573   -1.082164 
1           0       -1.253236    0.078967    0.932808 
1           0       -1.253236    0.078967   -0.932808 
29           0       -0.124214    2.131167    0.000000 













6                   0.666356    0.203442   -0.003931 
6                  -0.707254    0.224949   -0.033921 
9                   1.360510   -0.056065    1.083995 
9                  1.391400    0.037071   -1.100522 
9                  -1.395569   -0.041697    1.091621 
1                 -1.257488    0.098670   -0.956384 
29                  -0.069247    2.137551   -0.037100 
























6                  0.690996    0.000000   -0.056976 
6                  -0.690996    0.000000   -0.056976 
9                   1.382176   -1.102226   -0.303155 
9                  1.382176    1.102226   -0.303155 
9                  -1.382176    1.102226   -0.303155 
9                  -1.382176   -1.102226   -0.303155 
29                   0.000000    0.000000    1.847563 
9                   0.000000    0.000000    3.605704 
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Table S2.  C-Cu Wiberg bond indexes (WBI) and electron densities at the BCP ( "b, 
a.u.) for  B-CuF complexes ( B = C2H2, C2F2, C2H4, HFC=CFH(E)) keeping the 
monomers in their equilirium conformation. 
B WBI "b 
C2H2 0.311 0.088 
C2F2 0.218 0.086 
C2H4 0.261 0.084 
HFC=CFH(E) 0.225 0.079 
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